Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.006 Å; R factor = 0.024; wR factor = 0.064; data-to-parameter ratio = 12.1.
Experimental
Crystal data [Mo 4 O 12 (C 8 H 7 N 3 ) 4 ] M r = 1156.42 Tetragonal, P4 2 =n a = 14.4412 (16) Å c = 9.094 (2) Å V = 1896.6 (5) Å 3 Z = 2 Mo K radiation = 1.37 mm À1 T = 298 K 0.12 Â 0.10 Â 0.08 mm
Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2001) T min = 0.853, T max = 0.898 7579 measured reflections 1675 independent reflections 1316 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.024 wR(F 2 ) = 0.064 S = 1.00 1675 reflections 139 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.35 e Å À3 Á min = À0.35 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
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Experimental
A mixture of 3-(2-pyridyl)pyrazole (1 mmoL) and molybdenum trioxide (1 mmoL) in 10 ml distilled water sealed in a 25 ml Teflon-lined stainless steel autoclave was kept at 433 K for three days. Colourless crystals suitable for an X-ray experiment were obtained. Anal. Calc. for C 32 H 28 Mo 4 N 12 O 12 : C 33.22, H 1.90, N 14.53%; Found: C 33.13, H 1.79, N 14.32%.
Refinement
All hydrogen atoms bound to carbon were refined using a riding model with C-H = 0.93 Å and U iso = 1.2U eq (C) for aromatic atoms. The H atom on nitrogen was located from difference density maps and was refined with a distance restraint of N-H = 0.97 (1) Å. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
